

























12.A TemperatureShiftMethod in CanonicalMoleculart)ynamics
大 塚 博 己
Weproposeamethodforobtainingtheaveragevaluesofphysicalquan-
tities'attemperaturesdiferentfrom theassumedvaluefrom asimulation
calculationoftileCanStanttemperaturemoleculardynamics(MD)witla
fixedtemperatlre.ThemethodisdevelopedonthebasisofNos6'scanonical■
MD･Thepresentmethodisnumericalytestedinasimulationona13-atom
Lennard-Jonescluster.
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